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Figure S1. Calculated electrostatic potential (ESP) surfaces of the minimal units (single layer) 

for compounds 1-4 based on the crystal structures. The color.coded ESP is expressed as the 

potential energy felt by a probe of positive unit charge at a particular point in space. The ESP in 

the present work was calculated at the density functional theory (DFT)1 B3LYP/3-21G level 

with ECP for the Ag atom from LANL2DZ using Gaussian 032 and being mapped on an 

isosurface of the total SCF electronic density at a value of 0.0004 au. The color bars range 

from red (electronegative) through green to blue (electropositive) with the mapped ESP values 

from −0.12 to +0.12 hartrees linearly. In (e) and (f), the ESP surfaces for compound 1 were 

displayed separately along the two Cartesian directions (Z+ and Z−). 
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